The title compound, C 26 H 29 N 3 O 2 , crystallizes with two molecules in the asymmetric unit, having C-HÁ Á ÁO interactions between them and resulting in a dimer characterized by an R 2 2 (11) motif. These dimers are linked into an ABABAB chain via N-HÁ Á ÁO, N-HÁ Á ÁN and C-HÁ Á ÁO built edge-fused R 1 2 (5) and R 2 2 (7) motifs. This chain is linked to its inversionrelated partner via N-HÁ Á ÁO bonds with an R 2 2 (8) motif and leads to a double chain extending along the b axis characterized by an R 6 6 (36) motif across the inversion centres. The methyl group of the phenyl ring and the oxindole of molecule A and B are involved in C-HÁ Á Á interactions. One C atom of the pyrrolizine ring of molecule A and its attached H atoms show positional disorder, the major and minor components being in the ratio 0.706 (7):0.294 (7) .
Related literature
For ring puckering parameters, see: Cremer & Pople (1975) . For hydrogen-bond motifs, see: Bernstein et al. (1995) .
Experimental
Crystal data 
Data collection
Bruker Kappa APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2009 ) T min = 0.93, T max = 0.96 44464 measured reflections 7765 independent reflections 5493 reflections with I > 2(I) R int = 0.037 Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.110 S = 1.02 7765 reflections 574 parameters H-atom parameters constrained Á max = 0.21 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C20A-C25A and C20B-C25B rings, respectively. molecules A and B. In molecule A, these torsion angles are 37.5 (2) and -75.6 (2)° while in B these values are -53.8 (2) and 61.0 (2)°, respectively. These differences in conformation may also be attributed to a significant intermolecular feature that O1A participates in a three-centered hydrogen bond involving N-H···O and N-H···N types and O1B in a C -H···O type hydrogen bond.
The carbon atom C6 in the hexahydropyrrolizine ring of molecule A shows positional disorder with major and minor component of 0.71 and 0.29, respectively for its site occupancy factor. This disorder leads to a flipping of the conformation of the N1-C4-C5-C6-C7 ring with the puckering parameters (Cremer & Pople, 1975) observed as twisted on C5-C6 with q=0.393 Å, φ=271.4 (3)° for the major component and twisted on C6-C7 with q=0.347 (5) Å, φ=125.0 (7) ° for the minor component. The corresponding ring in molecule B shows similar twist conformation but with the twist on N1-C4 with q=0.394 (2) Å, φ=15.9 (4) °. The puckering of the five-membered ring N1-C1-C2-C3-C4 of the pyrrolizine is envelope ( 3 E) on atom C2 with q = 0.3615 (17) Å, φ = 66.3 (3)° in molecule A and envelope (E 5 ) on atom C4 with q = 0.4364 (19) Å, φ = 320.7 (2) ° in molecule B. The puckering of the piperidinone rings in both the molecules is close to the usual chair with Q = 0.551 (2) Å, θ = 24.0 (2)°, φ = 353.7 (8)° for molecule A and Q = 0.559 (2) Å, θ = 16.4 (2)°, φ = 339.4 (8)° for molecule B. The hydrogen-bonded interaction (Table 1 ) between molecules generate one-dimensional double chains extending along the b axis (Fig.2) .
The molecular interaction pattern is characterized by four different graph-set motifs (Bernstein et al., 1995) viz. R 2 2 (8), R 2 2 (7), R 2 1 (5) and a R 2 2 (11) type. The R 2 2 (11) motif occurs between the two molecules in the asymmetric unit through C-H···O hydrogen bonds. The R 2 2 (8) is built across inversion centres through N-H···O hydrogen bonds. R 2 2 (7) is edge fused with a R 2 1 (6) motif, in which the N-H···N bond is the shared edge, while C-H···O and N-H···O, respectively are their respective characteristic units. An interesting feature is that all these fundamental simple graph-set motifs lead to a complex R 6 6 (36) motif across the inversion centres. Also two significant C-H···π viz. C6A-H63A···Cg1(C20A→C25A) and C6B-H62B···Cg2 (C20B→C25B) interactions are observed. Thus, the presence of a variety of interaction patterns in the crystal structure of a geometrically unfathomable molecule may well be regarded significant in the context of crystal structure prediction. Refinement H atoms were positioned geometrically and refined using a riding model with C-H = 0.95-0.99 Å and with U iso (H) = 1.2 (1.5 for methyl groups) times U eq (C).
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLUTON (Spek, 2009) ; software used to prepare material for publication:
SHELXL97 (Sheldrick, 2008) .
Figure 1
Overlay diagram of the two molecules A (Red) and B (Black) in the asymmetric unit supplementary materials sup-3 Acta Cryst. (2012). E68, o2772-o2773
Figure 2
The labelling scheme of molecule A with 50% probability displacement ellipsoids for non-H atoms. H atoms have been omitted for clarity. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.21 e Å −3 Δρ min = −0.17 e Å −3 Extinction correction: SHELXL97 (Sheldrick, 2008) , Fc * =kFc[1+0.001xFc 2 λ 3 /sin(2θ)] -1/4 Extinction coefficient: 0.0037 (7) Special details Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0292 (7) 0.0360 (7) 0.0295 (7) 0.0022 (6) 0.0042 (6) 0.0038 (6) N2A 0.0561 (10) 0.0402 (8) 0.0268 (8) 0.0130 (7) −0.0021 (7) −0.0016 (6) N3A 0.0440 (9) 0.0538 (9) 0.0367 (8) 0.0180 (7) 0.0110 (7) −0.0018 (7) C1A 0.0315 (9) 0.0302 (8) 0.0280 (8) 0.0063 (7) 0.0028 (7) 0.0027 (6) C2A 0.0308 (9) 0.0327 (8) 0.0263 (8) 0.0063 (7) 0.0042 (7) 0.0026 (6) C3A 0.0339 (9) 0.0295 (8) 0.0290 (8) 0.0063 (7) 0.0049 (7) 0.0036 (6) C4A 0.0334 (9) 0.0357 (9) 0.0284 (9) 0.0061 (7) 0.0036 (7) 0.0051 (7) C5A 0.0517 (12) 0.0541 (11) 0.0456 (11) 0.0101 (9) 0.0190 (10) −0.0009 (9) C6AA 0.0420 (17) 0.064 (2) 0.057 (2) 0.0122 (14) 0.0213 (14) 0.0091 (16) C6A 0.057 (5) 0.109 (8) 0.055 (5) 0.044 (5) 0.027 (4) 0.026 (5) C7A 0.0315 (10) 0.0657 (12) 0.0488 (12) 0.0039 (9) 0.0061 (9) 0.0093 (9) C8A 0.0348 (9) 0.0330 (9) 0.0321 (9) 0.0057 (7) 0.0035 (7) 0.0039 (7) C9A 0.0404 (10) 0.0392 (9) 0.0367 (10) 0.0087 ( 0.0321 (9) 0.0342 (9) 0.0366 (10) 0.0064 (7) 0.0042 (7) 0.0087 (7) C15A 0.0313 (9) 0.0432 (10) 0.0339 (9) 0.0041 (8) 0.0030 (7) 0.0084 (8) (14) 0.0455 (12) 0.0173 (11) 0.0223 (10) 0.0062 (10) C18A 0.0345 (10) 0.0432 (9) 0.0338 (9) 0.0121 (8) 0.0034 (7) 0.0023 (7) C19A 0.0554 (13) 0.0682 (13) 0.0611 (13) 0.0292 (11) 0.0084 (10) −0.0110 (10) C20A 0.0337 (9) 0.0374 (9) 0.0253 (8) 0.0050 (7) 0.0063 (7) −0.0006 (7) C21A 0.0512 (12) 0.0430 (10) 0.0397 (10) −0.0021 (9) −0.0008 (9) 0.0056 (8) C22A 0.0513 (12) 0.0530 (12) 0.0473 (12) −0.0114 (9) −0.0002 (10) −0.0034 (9) C23A 0.0408 (11) 0.0656 (13) 0.0359 (10) 0.0077 (10) 0.0033 (8) −0.0049 (9) C24A 0.0416 (11) 0.0628 (12) 0.0381 (10) 0.0166 (9) 0.0042 (9) 0.0091 (9) C25A 0.0381 (10) 0.0425 (10) 0.0412 (10) 0.0073 (8) (9) 0.0038 (7) 0.0005 (7) 0.0179 (7) Hydrogen-bond geometry (Å, º) Cg1 and Cg2 are the centroids of the C20A-C25A and C20B-C25B rings, respectively. 
